. MP2/aug-cc-pVTZ optimized monomeric MEA geometries using PCM model in EtOH. The distance between N of NH2 group to H of OH group is labeled.
(a) Bulk MEA (b) CO2@MEA Figure S2 . History of intramolecular NNH2-HOH distance in Å of (a) 2 ns (MEA)128 bulk simulation at 400 K and (b) (CO2)44 in (MEA)804 simulations at 400 K. The sampled potential energy surface of simulation (a) is shown in Figure S3 . Ten MEA molecules are randomly selected and N-H distance is recorded per 10 ps for (a). The 10 MEA molecules positioning closest to (CO2)44 at t = 0 ps are chosen and N-H distance is recorded per 1 ps for (b). Figure S3 . The 3 ns history of the sampled potential energy for bulk MEA at 400 K and the last 2 ns trajectory is used for intramolecular HB analysis. 
